KoNiF, Structure:
A4B2C t114 139 ce_e_a-001

This structure originally had the label A4B2C_tI14_139_ce_e_a. Calls to that address will be redirected here.
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Prototype F4KoNi

AFLOW prototype label A4B2C_t114_139_ce_e_a-001
ICSD 15576

Pearson symbol tI14

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command  aflow --proto=A4B2C_tI14_139_ce_e_a-001
--params=a, c/a, z3, 24

Other compounds with this structure
BaQSHO4, CaQMHO4, CSQCI‘CI4, CSQCI‘F4, CSQCUCI4, CSQCUF4, KQCI'CI4, KQCI'F47 KQCUCI4, KQCUF4, LagNiO4, LagPdO4,
NdyCuOy, SralrOy, SraMnOy, SroRuOy, SreSnOy, SraTiOy, SraVOy, (Fe, La)aSrOy, (Sr, La)aAlOy, (Sr, La)sCoOy

e This is the parent compound of the simplest layered-perovskite Ruddlesden-Popper series (Wikipedia). The series also
includes the parent of the high-T,. cuprates, (La,Ba)>CuQOy4, but we keep that separate as it represents a new class of
materials.

e |SroCu04Clyis the quaternary form of this structure.

Body-centered Tetragonal primitive vectors
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a; = —zaX+3ay+jci

as = iax—1lay+icz
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ni I
B, = l1a;+1a; = lay (4¢) FI
B; = 1as+ 1ag = lax (4c) FI
B, = zzay + z3as = cz3 7 (4e) FII
Bs = —z3a; — 23ap = —Cc23% (4e) FII
Bg = 2aa1 + 24 a9 = 24 Z (4e) KI
B, = —Zz4a] — z4 Ay = —C24 7 (4e) KI
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